There are more than 20 species of Oxytropis distributed in different regions of China. Most of the Oxytropis species are highly poisonous to livestock. For sheep and cattle, lengthy exposure will result in chronic intoxication with such symptoms as emaciation, acyesis, abortus, still birth or abnormalities, and may even cause death. To establish biomedical applications of the poisonous species, a careful phytochemistry investigation of the roots of Oxytropis falcata Bunge collected in China in 2006, was carried out by our group.
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The air-dried roots of O. falcata (0.5 kg) were extracted three times (each for 7 days) successively with EtOH at room temperature. The resultant extract was concentrated under reduced pressure to yield a residue (90 g), which was suspended in water and fractionated by successive partitioning with petroleum ether (60 -90˚C), EtOAc and 1-BuOH. The EtOAc fraction (10 g) was subjected to repeated column chromatography. The title compound (20 mg), as one of the components, was isolated. The NMR and MS spectroscopy analysis of this compound disclosed its isoflavanquinonic skeleton and pattern of substitution, which was determined to be 7-hydroxy-3¢,4¢-dimethoxyisoflavanquinone, the first report of isoflavanquinone from this genus, previously identified as pendulone. 1 However, the absolute configuration remained unknown. The CD spectrum of pendulone, correlated with that of (3R)-Astragaluquinone, 2 exhibited a positive cotton effect in the 270 -300 nm region. Thus, pendulone was defined unambiguously by its 3R absolute stereochemistry.
Leishmaniasis is endemic in tropical regions, currently prevalent throughout the world, and in at least 88 countries. 3 In a previous investigation, pendulone exhibited remarkable in vitro antileishmanical activity with an IC50 value of 0.07 mg/ml. 4 The interesting biological activity of the title compound has stimulated efforts toward a detailed X-ray analysis to disclose its inherent three-dimensional structure, and has provided scientists with tools to understand the biological mechanisms of action and to develop animal models for human diseases.
Red crystals suitable for an X-ray structural analysis were obtained by slowly evaporating from a petroleum ether-acetone solution at room temperature. The crystal and experiment data are given in Table 1 . The structure was solved by direct methods and refined with anisotropic temperature factors for non-H atoms. All H atoms, except for that of the hydroxyl group, which was found from difference Fourier maps, were calculated geometrically. The atomic parameters of the non-hydrogen
X-ray Structure Analysis Online

Crystal Structure and Absolute Configuration of Pendulone
Wen-hao CHEN,* Zhao-yan REN,* Rui WANG,* and Yan-ping SHI* , ** † Fig. 1 Chemical structure of pendulone. Table 2 . Selected bond lengths, bond angles and torsion angles are given in Table 3 .
In addition, as shown in Fig. 2 , a distorted half-chair conformation of the dihydropyran ring can be observed from the deviations of the atoms O(1), C(2), C(3) and C(4) from the best least-squares plane through the benzene ring and from the torsion angle of the bond O(1)-C(2)-C(3)-C(4), -63.8(2)˚. The quinone ring is linked to the chroman ring by C(3) in an equatorial position.
The packing of the molecules is stabilized by a system of hydrogen bonds, which generates a catenulate framework that is much different from the helical arrangement along the c axis of its homologue Claussequinone. 5 The molecules are linked head to tail by the only intermolecular hydrogen bond of 2.7945(19)Å between O(2) of the hydroxyl group of one and O(6) of the carbonyl group of another. The O(2)-H and O(6)·H distance are 0.8200 and 2.0300 Å, respectively, and the angle formed is 154.00˚. There are two intramolecular C-H·O interactions [C7¢·O3, C8¢·O4, 3.016(3), 2.823(3). H7¢1·O3, H8¢1·O4, 2.4500, 2.3800 Å and C7¢-H7¢1·O3, C8¢-H8¢1·O4, 118.00, 108.00˚]. U(eq) is de ned as one third of the trace of the orthogonalized Uij tensor. Table 3 Selected bond lengths (Å), bond angles (˚) and torsion angles (˚) Fig. 2 Molecular structure of pendulone along with the labeling atoms. Displacement ellipsoids are drawn at the 30% probability level.
